Supplementary
3 Calculated chemical shifts are given as averages for the symmetrically equivalent hydrogen and carbon atoms a1, a2, b1 and b2 in parenthesis. The overall averages of a and b type of hydrogen and carbon atoms are given without parenthesis. There are some non-realistic overestimations in the results that are neglected in calculations of the overall averages. These correspond to the ligands 3b, 6a, 7a, 12a and 13b. These overestimations are reasonable to be omitted due to the dynamical effects present in experiment that average out the extreme static arrangement of some very strongly interacting ligands in calculation.
4 Ha and Hb assignment separates a and b type of carbon and hydrogen atoms first based on experimental results and second based on calculated results. The assignment of Ha and Hb protons are taken from calculations. For each ligand the proton with the most downfield chemical shift is given first in the table, for both experimental and calculated results.
5 The root mean square displacements (rsmd) of the ligands are calculated from MD simulation and are averaged over Ha, Hb, Ca and Cb atoms of each of the 22 ligands. Rsmd is given in Ångstroms. Ligands have been cathegorized to three groups: s = static (rmsd < 1.5), m = mobile (1.5 < rmsd < 2.5) and vm = very mobile (rmsd < 2.5); * pMBA-13 has two favorable positions and during MD-simulation it stays for long time stacked with pMBA-1 that is different than the reference initial orientation. This overestimated the dynamics of pMBA-13. pMBA-4 and pMBA-19 are the neighboring of pMBA-13 and are also affected by the orientation of pMBA-13. ** pMBA-12 is not originally stacked with pMBA-15 but will be during the simulation for considerable time of the full simulation. Dynamics of pMBA-12 is probably less than the calculated parameter is.
Supplementary Table 2.
The relative time in percentages for the orientations that each of the ligands spend during the MD simulation. Ligands that show no remarkable change in their position during the MD simulation are omitted. Percentages are estimated based on the behavior of the center of the mass of each ligand during the MD-simulation.
